Temperature and heat capacity of atomic clusters as estimated in terms of kinetic-energy release of atomic evaporation.
The temperature and heat capacity of isolated atomic clusters are studied in terms of an ab initio statistical theory of kinetic energy distribution by atomic evaporation. Two definitions of canonical temperature are examined and numerically compared: One is based on the most probable kinetic energy release (KER), whereas the other is determined with use of the entire distribution of the KER. The mutual relationship and their advantages are discussed.